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Insight II 

Modeling Environment 



!VfeO(N)D is 0 tnulObody dynamics 
program which allow? you to product 
dlmulHtianiOfmotaculorfnovemenuand 
praportle* up to 3D Amt& ta&\mr than 
conventional methods. 

MODCUm AUtom&tfcnHy ga/watw ■ 
rafinad homology modal ofaprowln, 
gtvan only the oequanco nUfenaiWUtu a 
Known ID protein atrucUirc, You luw ahla 
to gsnsrtt* excel] entitmctura) module 
glvon ai little as 30% homology to known 
nruaumx 

NMR Rafln* DGII provide an mtsyleVQ] 
opton into NMR reflriBraanC xoftwtt* with 
capabCmoaftir B^^ttnaaovccurtsfrorn 
NMRrdtrivftd dlatuioftind dlhadra] 
rutrntm^Tm DO n, Restraint Analysis 
NMJlDambaii qnd ProStat pulldown 
combine to glva tha NMR jpcctroacopiit 
tha nccesaary tooli tor genamung, anajjw 
lng and varifylnghltfh mohidpnatnie^ 
rum. 

NMR ftafhn Adwuad «xpArida the 
reflnernecH capabilities found tn NMR 
RoOna DC XI id Includa simulated anncal- 
Iab and rcsvatrod mol»aj|ar mudmnka 
and dynunla (MD SchaduIe) T raflftannra 
afNOEmtHmiaaaufltnghy^d-mftirtt 
approaches AWA). dln<tt«Antina(HQf 
NOB voluntas (NO&MD), an InWffflca to 
b*cft-eaku!itlrtfl ZD NOESY crasapaak 
Inttraltfei (t^OE Simulate), and aJpraad- 
shoet marnod of omty^ng NMR-«iatBd 
atmctural and dynamical molecular 
paranwter* {Quarj4. 

WMB JWLOR Rraamllna tha ttisa In 
itructun* de^arm tuition from NMR data. 
You can viiuaUa* your NMR rottmin^ 
dtaKth/ *«C Up and launch X-PLQR 
reibutmamcakuliitioofland ivDhutaiha 
quality of tha ealeulawd stmcoma. 

Proffla*3D warchM a amictuntl-nwdf 
databaaa with a new aaquence. looking for 
compatibility; aearehuD sequent* 
dmtabnstwtth an axamplafltrueturi, 
soakfng similarity; or wflflea tha 
xnarobacwean thi saqyanea and current 
model of a protaln *cO,uanca/atructun» 
under study 

q uantaM M combtaea qunirium mechanical 
wid force flild methods, alic wlnfl you to 
use accurate flnrt-prlpclples methoda to 



MaiM^avnu!*ifef»^«»dMa<rirtoflRoid^ 

fata) » Wo (m b) 4flKJ1» • hH|>d^»irti^xomtii*JWalffttUflm 



study eluAiarnuHtobwhlla taking th* 
aurraundmg anvUmnianr Ailly info 
Account ttnablaa tygWy srcunto *irrtula- 
i^nftoroetlvpikton and syaiami auchai 
m«taJJi>pmtfi]F». 

Xaarcti/Bornpani gmerataa and comport? 
dn Lu r J oif na raofd|pVrflmpiol€ciilc*.Yau 
am Operate on nwdaculu-flalda and 
volumaa, luparunpoaacwo or mora 
molecules, and much tyttemattcoliy for 
aterlcaltyillowidcEinfbanitJoni 

$u«char ta uwd CO draw moleculoi In 2D 
and BUtDntftdcaJly convert lham to 3D 



l^rpwnoia ippllct H*rcr*a-Fock and 
density tactions) mathatb to pradld 
inolacuZarfiiiyciiiM and arwrgpfliv and 
numanua pnipiirflaatttCh aa elactronatlc 
potanllab. ntalacujar montane and 
pffly rlffihillti 

la & rnacnunalecular Jtniaun 
datanntiHiUon pf ogrmv that uitojjra&as 
NMR aio^arlrnantal data vvKh molaculir 
maehantcs. dynamic and tncrHymlnimt- 
zotlon to aid In dia poludoncf dima 
dlmanilonalatruccuraa. Thu btcJudas 
dlitanxa fteomany. ilrmUftiad annanUng. 
Ecstralrtad mo!acu3M4ynemici.Bnd 
roUxadon mart* anmtyilx 

X-PU3R/Riflna U on X-ray abumua 
daiacmtmiton pragmm that integrate* 
ayitoUOfirapillc dUBraCdon dapiwlth 
malapdarnicctvanlcai dynamlca and 
enetDr nUntmlzatlon to «ld In tha soludon 
of thTTfi-dlmanilooal jrwetums. 

kilQht Inpigmxaa all or fho major compuuo 
donat tachnlqucafer maaomolcculftf 
crysouloRnipW You can vrtalyza and 
IrttarprAix-ray data, build modeb of 
protein amituirei and nlnto tharo to 
d«£Oon daniU^ nfliw ttruewrai agihrn 
X-ray data, anilyzo aiructuna Ibr jyrrtmfr- 
try. andvlsuallMand valldattairucturaa. 
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* Perform *cwchcl to And sirueturea of 
IntorcsL 

• See your npfcadsheet dml3 dynamically 
update aa you chango Iho geometry of 
tho rnolecufcr structure. 

Docking 

Docking Allows independent mutfpalBiton 
of molffctJts With InteFtttfvBnori-baTtd 
energy r n l rv l en ' o na. 

* M&nlpuhiLa molaculas end collection* Of 
molecules, Co perform docking e*pters> 
0dn wJih bump chicking. 

■ CBlculBtBdsUitaBcttonbinweanctvn 
molecule* using explicit van der Waala 
wtergy and/or Coulomblc energy. 

• Use an energy grid to qulcfcty calculate 
the hveraetJon energy between iwa 
xnoleeulea. 

Hardware Requirements 
Insight H vara lory RvaOabla Tor Silicon 
Graphics ottd IBM RISC System/BOCO 
workstations. 

Software IboU 

Modeled in the Insight n envrranmem 
provlda KiluUons farX-rey and NMR 
structure dctcrnilrutdon, protaln miidelkig, 
dynamic* simulation end analysis, 
dotfUngandnnictun-faeseddriiadealgn> 

Affinity provides aiimmarad docWng of 
Ilgflndi to rmplarf In the itnictur^cavfld 
drug design proeeu. Those csJculetlens 
Inttudo en Implicit solvation term. The 
component effect* of this salvation term 
and of other energetic portltlotw can be 
viewed nraphfciJly. 

ulopolymir constructs models of peptides, 
protein*, carbohydrntai, end mrtlelcecjda 
per visualizing complex macromoleculor 
ateueturea. 

Cff, ui advanced CMS tl Force field, is 
used bq Qpnmise DNA, UNA. certantay- 
d rates, lipids, proteins, peptides, end 
amaJl-mokculo model*, giving ■ high 
eoAfldenca level Box calculations In drug 
discovery protein derfgn, genomic 
Ihcrnpeudea, NMR apactroscOpy, nnd X- 
r»y cryetfljlography. 

CHARMm combines stnndnrd mlnJmteaflon 
and dynamics capnbllfcles With expert 
flWkir aa including free energy perturbation 
(FEP), correlation analysis end combined 
■fuwYtum end molecule* mechanics <QM/ 
MM) methods. 



CoriMinsui builds n 3D model of n protein 
from Its amino add sequence and the 
known «rueiurea of related proteins using 
dfcUnce ettnatnilnts derived from tho 
reference protBtaafrufityraa. 

Canvariar converts 2Ds*mctunu databases 
into 3D Structural dJUAoaje*, 

Decipher Ja a powerful jmd flexible 
firugnun to high-level anah/sii of iRokcu> 
lar atructun and lha routs of molecular 
dynamics efmulaf torn. 

DeJPhl colculmtis clittiosutle petenflab 
end aelvatSonenarglaa of both large and 
imnn molecules , Including nucleic adds* 
You can ut* Delphi to rrgeroiialy examine 
Che effieriaor charge distribution, Ionic 
strength, and dielectric eminent on lha 
•lartrostatlc poCanttnU oTmocromoltculea, 

Discover Incorporates a range of well 
validated roreefteldafar dynamics vhnolA- 
ffonii fnJnlntiSQdcn, and confbiiftationa] 
aearehos, aUowtng you CO predict the 
■tiurtuT» ( entTgcu^endprppartlisaf 
organic Inorganic orgaRamatainc. and 
hlfiiegleal ayirema. 

DMol u a quantum mechanics module 
which makes passible. 6uu reliable, 
quantitative predlctione erfmcleculw 
cmicCum, ■nvrgetlCSj end propartiu lor 
ground and transition luuati DMel 
employi advanced densby Aincdonol 
thoory (DPTJ> 

Homology builds a 3p modal of a protein 
Aram its emlna acid sequence and the 
known structure of related proteins. 
Stand ard techniques of backbone budding* 
bop modfJlna structural overlay And 
■tousdcftl Anaiysli of the resulting modeb 
«t« available. 

Luill la a powerful tool Tor da novo reUonol 
drug design. Ludt can ba used 10 fit 
molecule* Into the active site oTdftKtptor 
by identifying and matching complemen- 
tary polar end hydropriofalc groups, 

umt/ACp links the design tools orLudi to 
MOL's Avail ab|e Chemicals Directory 
Ludi/ACD prmaclesiicCcSStoovBrD^OOQ 
commercially evoflmble structu res to 
eeeelBrais your scerth tor drug candid etes. 

MADSYS is t program that provide 
phasing of multi -wavelength anomalous 
dispersion (MAD) datn collected at 
synchrotron radhiUon X-ray wutcob, 
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